




i

  domain wall excitations
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e(r) gives forces on (r)

Take a Configuration:
     { }

Energy MinimizationMolecular Dynamics

Obtain FFTs of quadratic forms:

X

Solve for :

e(q) ~ q. (q) + s.c FFT e(r)

Treatment of inhomogeneous strain
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Use locality in real space:

H( ) anharmonicity, 
coupling with chemical order

Take a Configuration:
     { }

Fourier transform (FFT):

{ }

H( ), F
k in real space!

Fourier transform forces:

Energy MinimizationMolecular Dynamics
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